LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN050219\

Data File : VNO55372.D

Aca On - 3 May 2019 2:22

Operator : JC/SP

Sample - K2658-13 10X

Misc - 6.290/10mL/100uL/5.00mL/MSVOA_N/MEOH 2 A o
ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N042919W_.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 7.593 1791 1810 1821 rBV2 301624 764391 4.67% 0.473%
2 7.667 1821 1833 1852 rVB 498680 1183947 7.23% 0.733%
3 8.027 1929 1945 1972 rBV 331855 804938 4.92% 0.499%
4 8.587 2102 2119 2155 rBV 810763 1805332 11.03% 1.118%
5 10.091 2573 2587 2618 rBVY 1306620 2746478 16.78% 1.701%
6 10.255 2630 2638 2658 rVB6 79352 190611 1.16% 0.118%
7 10.432 2684 2693 2711 rVB 229260 428257 2.62% 0.265%
8 10.532 2711 2724 2732 rBv2 121799 255567 1.56% 0.158%
9 10.625 2745 2753 2763 rVB2 128233 204728 1.25% 0.127%
10 10.718 2771 2782 2794 rVB 404717 681362 4.16% 0.422%

11 10.818 2800 2813 2827 rBV 332669 701725 4._.29% 0.435%
12 10.889 2827 2835 2851 rVV5 164230 381453 2.33% 0.236%
13 11.005 2859 2871 2881 rBV 1033351 1882641 11.50% 1.166%
14 11.059 2882 2888 2896 rVB 177644 247631 1.51% 0.153%
15 11.124 2896 2908 2916 rBV3 773853 1437114 8.78% 0.890%

16 11.210 2926 2935 2950 rVB2 969028 1928647 11.78% 1.195%
17 11.291 2950 2960 2968 rBV 298829 493859 3.02% 0.306%
18 11.406 2984 2996 3014 rBV 1122803 2476405 15.13% 1.534%
19 11.490 3014 3022 3030 rBv4 179380 305468 1.87% 0.189%
20 11.542 3030 3038 3045 rBvV 668366 1040287 6.35% 0.644%

21 11.593 3045 3054 3063 rBV7 884898 1712551 10.46% 1.061%
22 11.654 3063 3073 3081 rBV2 3224727 5847103 35.71% 3.622%
23 11.696 3081 3086 3097 rVB2 2200242 3552203 21.70% 2.200%
24 11.757 3097 3105 3111 rBV3 459625 801532 4_.90% 0.496%
25 11.812 3112 3122 3126 rBV3 398012 710259 4._.34% 0.440%

26 11.850 3127 3134 3142 rVB3 1237354 1894715 11.57% 1.174%
27 11.921 3142 3156 3169 rBV5 4628095 11352070 69.34% 7.032%
28 12.043 3187 3194 3202 rBV 4496601 5946374 36.32% 3.683%
29 12.120 3210 3218 3223 rBV3 3196058 5125825 31.31% 3.175%
30 12.165 3224 3232 3249 rVB6 6214514 12459630 76.10% 7.718%

31 12.403 3295 3306 3316 rBV7 1864881 3613145 22.07% 2.238%
32 12.487 3316 3332 3339 rBV5 1705007 5080128 31.03% 3.147%
33 12.561 3348 3355 3371 rVB3 5232695 11609850 70.91% 7.191%
34 12.644 3372 3381 3391 rBV6 2141014 4622252 28.23% 2.863%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN050219\

Data File : VNO55372.D

Aca On - 3 May 2019 2:22

Operator : JC/SP

Sample - K2658-13 10X

Misc - 6.290/10mL/100uL/5.00mL/MSVOA_N/MEOH 2 A o
ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
SW846 8260

35 12.728 3393 3407 3416 rVV5 6248977 16372037 100.00% 10.141%

36 12.779 3417 3423 3433 rVB2 3411621 5403298 33.00% 3.347%
37 12.866 3444 3450 3457 rVB5 1660322 2220227 13.56% 1.375%
38 12.960 3473 3479 3494 rVB3 5018246 8770641 53.57% 5.433%
39 13.165 3533 3543 3551 rVV6 1980582 4044729 24.71% 2.505%
40 13.239 3552 3566 3587 rVB 4665893 10739735 65.60% 6.652%

41 13.612 3670 3682 3688 rBV2 839335 1766833 10.79% 1.094%
42 13.660 3688 3697 3708 rVB3 3806909 6618098 40.42% 4._.099%
43 13.886 3760 3767 3777 rVB 2294706 3701762 22.61% 2.293%
44 13.992 3791 3800 3809 rVB4 1312866 2169530 13.25% 1.344%
45 14.178 3848 3858 3864 rBV6 972278 2110748 12.89% 1.307%

46 14.294 3885 3894 3898 rBV2 322749 514094 3.14% 0.318%
47 14.329 3899 3905 3912 rVB3 538274 769082 4._.70% 0.476%
48 14.525 3961 3966 3974 rVvB4 123329 165740 1.01% 0.103%
49 14.593 3977 3987 3996 rvv2 396202 761973 4._.65% 0.472%
50 14.644 3996 4003 4014 rVB4 235867 408934 2.50% 0.253%

51 14.847 4062 4066 4073 rVB4 137244 170544 1.04% 0.106%
52 14.889 4074 4079 4090 rVV6 83084 178518 1.09% 0.111%
53 14.950 4092 4098 4110 rVB5 140775 270372 1.65% 0.167%

Sum of corrected areas: 161445373
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN050219\
Data File : VNO055372.D

Aca On > 3 May 2019 2:22

Operator : JC/SP

Sample : K2658-13 10X

Misc : 6.290/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN055372.D
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Time--> 1.80 2.00 2.20 2.40 260 280 300 320 340 360 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN055372.D
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN050219\
Data File : VNO055372.D

Aca On > 3 May 2019 2:22

Operator : JC/SP

Sample : K2658-13 10X

Misc : 6.290/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Cyclohexane, 1,3,5-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.21 38.94 ug/1 1928650 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 91
2 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 91
3 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 90
4 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 78
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 74
Abundance Scan 2935 (11.210 mm) VN055372.D (-2926) (-) m/z 111.10 100.00%
111
55
5000
41 126
|| | 6 83 97 10.80 11.00 11.20 11.40 11.60
O P b m/z 69.05 97.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
69 111
5000 s
10.80 11.00 11.20 11.40 11.60
4l 126 m/z 55.10 63.17%
5l 8
mz-> 10 20 30 4'0 55 60 70 30 90 100 110 130 130
Abundance
69 111
55 10.80 11.00 11.20 11.40 11.60
5000 41 m/z 41.00 31.55%
126
u 7 62 || 7784 a7
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11641: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 111 10.80 11.00 11.20 11.40 11.60
m/z 126.10 27 .66%
5000 5
41 126
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10,80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN050219\
Data File : VNO055372.D

Aca On > 3 May 2019 2:22

Operator : JC/SP

Sample : K2658-13 10X

Misc : 6.290/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1-Ethyl-4-methylcyclohexane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.65 118.06 ug/Il 5847100 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 95
2 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 91
3 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 90
4 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 90
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 86
Abundance Scan 3072 (11.651 min): VN055372.D (-3063) (-) m/z 97.10 100.00%
55 g7
5000
41
‘ 69 81 126 11.40 11.60 11.80 12.00
111 : : : :
..,....,....|,:'...,.':!-.F."‘..'=|,--....,'...f.‘?..!.',....,-....,..I.,..l.??... m/z 55.00 89.34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11575: 1-Ethyl-4-methylcyclohexane
55 97
5000
11.40 11.60 11.80 12.00
41 69 126 m/z 41.00 28.66%
%ﬂ 34 ||, 48 || 62 ﬂ‘ 8} 90 ||| 104111118
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
11.40 11.60 11.80 12.00
5000 m/z 126.10 17.48%
41 69
29 81 1y 126
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55 o7 11.40 11.60 11.80 12.00
m/z 69.00 17.41%
5000
4l 69 126
29 81
"P'“I“'W'”'P'“I“'W'”'P'“I”'W'”}ﬁ%“l”'ﬂ'”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00

82N042919W.M Thu May 09 14:02:33 2019 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN050219\
Data File : VNO055372.D

Aca On > 3 May 2019 2:22

Operator : JC/SP

Sample : K2658-13 10X

Misc : 6.290/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Cyclohexane, l-ethyl-4-meth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.70 71.72 ug/1 3552200 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 86
2 Cvclohexane. l1l-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 86
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 80
4 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 78
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 72
Abundance Scan 3087 (11.699 min): VN055372.D (-3081) (-) m/z 97.10 100.00%
55 97
5000
at 81 ‘ 126 11.40 11.60 11.80 12.00
67 . . . .
..,....,....,....',|.-..4ﬁ.':..,...'.,....,'...5??...!,..1.0.7,....,..1.,..1.3.?... m/z 55.10 92.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97
5000 41
27 11.40 11.60 11.80 12.00
‘ 69 126 m/z 96.10 28.47%
81
'w"'w"'lw"ﬂﬁt"w'l'?g'jl“"”“"|“'l|“'}}%"|“"|“"|'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97

11.40 11.60 11.80 12.00
5000 i m/z 41.10 18.87%

27 69 126
48 | 62 81 111
wmmmmwwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t)
o

55 11.40 11.60 11.80 12.00
m/z 126.10  18.22%

5000
41 69 126
29 81
14 Ll Ly Ll L \ | 111
R B R B AR R B

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN050219\
Data File : VNO055372.D

Aca On > 3 May 2019 2:22

Operator : JC/SP

Sample : K2658-13 10X

Misc : 6.290/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Hexane, 2,4-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.85 38.26 ug/1 1894720 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 72
2 Sulfurous acid. hexvl heptvl ester 264 C13H2803S 1000309-12-9 64
3 Oxalic acid. butvl isohexvl ester 230 C12H2204 1000309-32-7 59
4 Hexane. 1.1"-oxvbis- 186 C12H260 000112-58-3 59
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
Abundance Scan 3134 (11.850 min): VN055372.D (-3127) (-) m/z 57.10 100.00%
43 5

5000 85

=

71 LB e e e e e R
99 11.60 11.80 12.00 12.20

127
..,....,....',!...,..'..,....':|....,.!:.,...:',....1,1..2..,........1‘.‘.2..,....,....,... m/z 43.10 87.41%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #7640: Hexane, 2,4-dimethyl-
43
57
5000
85 11.60 11.80 12.00 12.20
m/z 85.10 44 .88%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
57
Rl maEE S S S
43 85 11.60 11.80 12.00 12.20
5000 m/z 41.10 37.38%
29 69 99
115 137 151 167
wwmmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #85744: Oxalic acid, butyl isohexy! ester e e RS RARms na
43 11.60 11.80 12.00 12.20
57 m/z 56.05 34.60%
5000 85
69
u‘ I, 97 111 129 147

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN050219\
Data File : VNO055372.D

Aca On > 3 May 2019 2:22

Operator : JC/SP

Sample : K2658-13 10X

Misc : 6.290/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Cyclohexane, l-ethyl-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.92 229.21 ug/Il 11352100 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1l-ethvl-2-methvl- 126 C9H18 003728-54-9 58
2 Sulfurous acid. cvclohexvimethvl... 402 C23H4603S 1000309-22-4 53
3 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 53
4 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 52
5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 52

Abundance Scan 3156 (11.921 min): VN055372.D (-3142) (-) m/z 97.05 100.00%
g7
41
5000
69
8 | 111 12|6 142 11.60 11.80 12.00 12.20
e R R R e S m/z 55.10 98.14%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97
5000
a1 11.60 11.80 12.00 12.20
‘ 69 m/z 57.10 54 _.92%
29 126
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
97
11.60 11.80 12.00 12.20
5000 55 m/z 41.10 54 _.04%
43 71 83
29 111 127 141 155 225
m/z--> 25 45 éo 85 160 120 150 160 180 260 250
Abundance #11546: 3,5-Dimethyl-3-heptene
55 11.60 11.80 12.00 12.20
97 m/z 43.10 52.66%
5000 69
41
126
15 H w A &
m/z--> 25 45 éo 85 160 150 140 160 180 260 250 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN050219\
Data File : VNO055372.D

Aca On > 3 May 2019 2:22

Operator : JC/SP

Sample : K2658-13 10X

Misc : 6.290/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Nonane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.04 120.06 ug/Il 5946370 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 91
4 Sulfurous acid. butvl 2-ethvlhex... 250 C12H2603S 1000309-18-8 64
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 59
Abundance Scan 3193 (12.040 min): VN055372.D (-3187) (-) m/z 57.10 100.00%
57
43 71
5000
113
85 11.80 12.00 12.20 12.40
o 99 17 1z 156 m/z 71.10 60.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19170: Nonane, 3-methyl-
57
43 n
5000 29
11.80 12.00 12.20 12.40
m/z 43.10 57 .95%
113
15 85 98 127 142
m/z--> 10 20 30 40 55 éo fo 80 90 100 110 120 130 140 150 160
Abundance
57
43 71 11.80 12.00 12.20 12.40
5000 m/z 41.10 38.89%
29 113
15 8 o7 127 142
mmmmmfrﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19185: Octane, 3,6-dimethyl- Rk e A
57 11.80 12.00 12.20 12.40
m/z 56.10 32.02%
71
5000 43
29
113
\‘ \‘ 85 99 T 127 142
m/z--> 10 20 30 40 50 éo fo 80 90 100 110 120 130 140 150 160 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN050219\
Data File : VNO055372.D

Aca On > 3 May 2019 2:22

Operator : JC/SP

Sample : K2658-13 10X

Misc : 6.290/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Pentalene, octahydro-2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.12 103.49 ug/Il 5125830 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 91
2 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 53
3 Cvclohexane. methvlene- 96 C7H12 001192-37-6 52
4 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 46
5 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 41

Abundance Scan 3218 (12.120 min): VN055372.D (-3210) (-) m/z 67.00 100.00%
7 81
41
5000 96
5
109 124 11.80 12.00 12.20 12.40
27 Tnyz 57.10  97.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10701: Pentalene, octahydro-2-methyl-
81
67
5000 4l 9
11.80 12.00 12.20 12.40
55 m/z 81.00 96.79%
...|....‘N..“k‘k‘l.“l‘..“ﬁ‘...‘.‘l..‘..|l...l....l....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
81 11.80 12.00 12.20 12.40
5000 96 m/z 41.05 57 .80%
124
41 oo
27
14 109
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2883: Cyclohexane, methylene- e A RREaEEES S e
8 11.80 12.00 12.20 12.40
67 m/z 82.05 45 _20%
5000 54 96
39
27
..:L.Slu‘k‘..‘l“..“.‘ﬁ|.“.‘..“l‘...‘.‘luuu.|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN050219\
Data File : VNO055372.D

Aca On > 3 May 2019 2:22

Operator : JC/SP

Sample : K2658-13 10X

Misc : 6.290/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Cyclohexane, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.17 251.57 ug/Il 12459600 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 90
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 72
3 Ethanone. 1-(1-methvlcvclopentvl)- 126 C8H140 013388-93-7 59
4 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 59
5 Oxalic acid, cyclohexyl octyl ester 284 C16H2804 1000309-31-0 53
Abundance Scan 3233 (12.169 min): VN055372.D (-3224) (-) m/z 83.10 100.00%
83
55
5000
41
126
| 67 26 o1 11.80 12.00 12.20 12.40
e prerrrrrer e o e 208 115 L 137 "m/z  55.05  72.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11539: Cyclohexane, propyl-
83
55
5000 LN SRR SUNRILN B I
a1 11.80 12.00 12.20 12.40
. o7 126 m/z 82.10 52.63%
“I}?I”LI”'Mm'Wﬂlﬂ”'“”'ﬁ”'ﬁ'en'”ﬂ'“ﬁ'”W'”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
83
55 11.80 12.00 12.20 12.40
5000 m/z 41.05 30.94%
41
112
27 67

75 91 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #11470: Ethanone, 1-(1-methylcyclopentyl)- e AR EEEEE RS S
83 11.80 12.00 12.20 12.40
55 m/z 126.10 19.88%
5000
41
‘ 67 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN050219\
Data File : VNO055372.D

Aca On > 3 May 2019 2:22

Operator : JC/SP

Sample : K2658-13 10X

Misc : 6.290/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W.M
Quant Title : SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Cyclopentane, 1,2-dimethyl-__._. Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.73 76.22 ug/1 16372000 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-3-(1-... 140 C10H20 000489-20-3 83
2 Cyclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 72
3 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 72
4 Cyclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 72
5 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 64

Abundance Scan 3408 (12.731 min): VN055372.D (-3393) (-) m/z 55.00 100.00%

7

5000
140 IIIIIIIIIIIIIIIIIIIIIII
111 125 s 174 12.40 12.60 12.80 13.00
0 m/z 97.10 99.08%
m/z--> 20 30 40 50 60 70 80 90 100 110120130 140 150 160 170 180
Abundance #18074: Cyclopentane, 1,2-dimethyl-3-(1-methylethyl)-
55
97
5000
41 69 12.40 12.60 12.80 13.00
81 m/z 41.05 40.01%
‘2‘9 “\ mill MmN “ | 1:!'1 125 140
T T T e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180
Abundance
55 97
RN mEEE S L
12.40 12.60 12.80 13.00
5000 m/z 69.05 34 .32%
41
69
29 83
111 125 140
mmmmwmwﬁrmwm
m/z--> 20 30 40 50 60 70 80 90 100 110120130 140 150 160 170 180
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl- e
55 97 12.40 12.60 12.80 13.00
m/z 56.10 20.74%
5000
126
‘ w 81 1n
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 12. 40 12 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN050219\
Data File : VNO055372.D

Aca On > 3 May 2019 2:22

Operator : JC/SP

Sample : K2658-13 10X

Misc : 6.290/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Cyclohexane, butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.24 50.00 ug/1 10739700 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 97
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 90
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 80
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 78
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78
Abundance Scan 3566 (13.239 min): VN055372.D (-3552) (-) m/z 83.10 100.00%
83
55
5000 a1
97 13.00 13.20 13.40 13.60
o | M2125 | asa | hjz 55.05  77.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17972: Cyclohexane, butyl-
83
55
5000 LB UL UL BN SUR
41 13.00 13.20 13.40 13.60
140 m/z 82.10 60.76%
..1.5,.\.\..\“ ..w,.\.w‘..,x..?i.1.1.1.,1.25..,....,....,....,.
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
83
55 13.00 13.20 13.40 13.60
5000 m/z 41.00 38.46%
41 .
154
18 22 97 111 126
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #58302: Cyclohexane, octyl- T
83 13.00 13.20 13.40 13.60
55 m/z 67.00 17.74%
5000
41
Pl M‘ I 97 112 125 139 168 196
m/z--> % 0 60 80 ﬁ01h 140 160 180 200 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN050219\
Data File : VNO055372.D

Acq On : 3 May 2019 2:22

Operator : JC/SP

Sample : K2658-13 10X

Misc : 6.299/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N042919W .M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1,3,... 11.21 38.9 ug/1 1928650 3 11.41 2476410 50.0
1-Ethyl-4-methylc... 11.65 118.1 ug/l 5847100 3 11.41 2476410 50.0
Cyclohexane, 1-et... 11.70 71.7 ug/1 3552200 3 11.41 2476410 50.0
Hexane, 2,4-dimet... 11.85 38.3 ug/1 1894720 3 11.41 2476410 50.0
Cyclohexane, 1-et... 11.92 229.2 ug/1 11352100 3 11.41 2476410 50.0
Nonane, 3-methyl- 12.04 120.1 ug/l 5946370 3 11.41 2476410 50.0
Pentalene, octahy... 12.12 103.5 ug/l 5125830 3 11.41 2476410 50.0
Cyclohexane, propyl- 12.17 251.6 ug/l 12459600 3 11.41 2476410 50.0
Cyclopentane, 1,2... 12.73 76.2 ug/l1 16372000 4 13.35 10739700 50.0

4

Cyclohexane, butyl- 13.24 50.0 ug/1 10739700 13.35 10739700 50.0
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